The energies are given in kcal/mol. 7.35 8.01 ± 0.01 8.02 ± 0.08 7.13 ± 0.03 7.22 ± 0.04 %m 39.3 ± 7.3 27.3 6.1 ± 4.6 1.1 ± 0.1 64.2 ± 8.2 46.9 ± 11.6 %p 46.6 ± 5.1 63.7 92.3 ± 6.6 54.5 ± 33.3 34.2 ± 8.4 51.1 ± 11.6 %t 14.1 ± 7.1 9.0 1.7 ± 2.4 44.3 ± 33.9 1.6 ± 0.6 2.0 ± 0.4 a J couplings for dipeptides given in reference 48. Rotamer populations and errors given are the averages and standard deviations over all residues in denatured ubiquitin and protein G from reference reference 42 b Coil library data from reference 43 OPLS-AA/M, while the first and second columns correspond to ubiquitin residues 1-72 and GB3
respectively.
